Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.003 Å; R factor = 0.045; wR factor = 0.151; data-to-parameter ratio = 13.6.
In the title compound, C 12 H 14 O 4 , a derivative of caffeic acid [(E)-3-(3,4-dihydroxyphenyl)-2-propenoic acid], an intramolecular O-HÁ Á ÁO hydrogen bond forms an S(5) ring. In the crystal, intermolecular O-HÁ Á ÁO hydrogen bonds link molecules into chains propagating in [110] .
Related literature
For the properties of caffeate esters, see: Uwai et al. (2008) ; Buzzi et al. (2009) ; Calheiros et al.(2008) ; Xia et al.(2008) . For the preparation of the title compound, see: Hu et al. (2006) . For hydrogen-bond motifs, see: Bernstein et al. (1995) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). (Uwai et al., 2008; Buzzi et al., 2009; Calheiros et al., 2008; Xia et al., 2008) .
The molecular structure of the title compound (I) is shown in Fig. 1 . An intramolecular O-H···O hydrogen bond forms an S(5) ring (Bernstein et al., 1995) . In the crystal structure, intermolecular O-H···O hydrogen bonds link molecules into one-dimensional chains along [110] (see Fig .2 ).
The synthesis follows the method of Hu et al. (2006) . To a solution of 0.02 M caffeic acid in 120 ml of 2-propanol at room temperature, 0.2 M HCl in 2-propanol was added. After the solution had been allowed to stir and reflux for 16 h, the solvent was removed under reduced pressure. The residue was extracted with ethyl acetate three times and filtered. The filtrate was washed successively with dilute saturated aqueous NaHCO 3 solution, saturated aqueous NaCl, dried over MgSO 4 , and evaporated. The crude products were purified by chromatography (SiO 2 ; elution with petroleum ether-acetoacetate, 6:1 v/v). Yield 80%. X-ray quality crystals were grown from a solution of the title compound in acetone and toluene at room temperature. Spectroscopic analysis: IR(KBr, χm supplementary materials sup-2 Figures   Fig. 1 . The molecular structure of (I) with the atom numbering scheme, showing displacement ellipsoids at the 30% probability level. (9) 0.0470 (7) 0.0691 (8 
